Table 3. Binding enthalpies (kcal/mol) of the ligands on AR calculated using MD simulations.

Ligand Ligand binding AF2 site BF3 site In solution

site (water)
(LBS)
R1881 -68.3+2.8 -59.8+38 -552+3.6 -506+44
DHT -67.8+£29 -596+38 -61.1+44 -53.7%5.1
BPA -523+3.0 -527+36 -53.3+4.7 -464+39
BPAF -542+34 -50.1+31 -534+44 -492+37

BPS -57.7+43 -647+54 -653+44 -622+53



